SILVER TRIMER: AN INTERESTINGCOINAGE-METAL SYSTEMWITH JAHN-TELLER ACTIVITY
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Silvertrimer Ags is believedto exhibit large amplitudemotionsaway from the symmetricalkconfigurationof D3, symmetryattributable
to the singlee’ modethat shavs linear and quadraticJahn-Eller actiity. Both laserinducedfluorescencéLIF) anddispersediuo-
rescencéDF) spectrahave beenreportedfor Ags.® PreliminaryJahn-Eller analysedor the B?E" and XF' stateshave beenbased,
respectiely, on the LIF and DF data. However the interpretationhasbeensubjectto someambiguity For the X2E' state,extensie
ab initio computationavere carriedout to calculatethe linear and quadraticJahn-Eller constantsthe geometriesand symmetriesof
the global minima and saddlepointsaswell asthe barrierto pseudorotatiormroundthe moatof the potentialenegy surface (PES).
The magnitudeof the spin-orbiteffectsfor this heary systemwasalsodetermined For the B2E" state the Jahn-Eller constantsvere
obtained.For thetheoreticakalculationsve utilized our nenly constructedasissetfor Ag. The Jahn-Eller simulationsof the LIF and
DF spectrawerecarriedout by meansof the SOCJTprogran? which calculateghe positionsof the spin-vibronicenegy levelsin the
presencef Jahn-"Ellerandspinorbit effects. Theanalysisof the Jahn-Eller distortedgroundPESof Ags andits vibronic structurewill
bediscussed.
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